Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.005 Å; disorder in main residue; R factor = 0.047; wR factor = 0.106; data-to-parameter ratio = 16.5. Refinement R[F 2 > 2(F 2 )] = 0.047 wR(F 2 ) = 0.106 S = 1.15 5693 reflections 344 parameters 48 restraints H-atom parameters constrained Á max = 0.38 e Å À3 Á min = À0.40 e Å À3
There are two molecules in the asymmetric unit of the title compound, C 12 H 11 BrN 4 O. The dihedral angles between the pyrazole and pyrimidine rings are 1.28 (17) and 1.56 (17) in the two molecules. In one of the molecules, the but-3-ynyloxy side chain is disordered over two sets of sites in a 0.714 (8):0.286 (8) ratio. 4-(4-Bromo-3-methyl-1H-pyrazol-1-yl)-6-(but-3-ynyloxy)pyrimidine Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
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